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SUBJECT INDEX—VOLUME 72, 1976 


Tin Oxide Surfaces. Part 5: An Infrared Study of the Reactions of Methylchlorosilanes with 
with the Surface of Tin(1v) Oxide. Part 6: An Infrared Study of the Reactions of 
Ethyl Isocyanate and Phenyl Isocyanate with Tin(iv) Oxide and Methylsilylated 
Tin(tv) Oxide. Part 7: An Infrared Study of the Chemisorption and Oxidation of 
Organic Lewis Base Molecules on Tin(1v) Oxide. (Harrison and Thornton) 1310, 1317, 2484 
Transition Metal Ion Exchange in Zeolites. Part 1: Thermodynamics of Exchange of 
Hydrated Mn?+, Co?+, Ni?+, Cu?+ and Zn?+ Ions in Ammonium Mordenite. 
Part 2: Ammines of Co3+, Cu?* and Zn?+ in Clinoptilolite, Mordenite and Phillipsite. 
(Barrer and Townsend) 661, 2650 
Vibrational Spectra of Molecules on Zeolites. Part 1: Acetylene on A-t type Zeolites. (Tam, 
Cooney and Curthoys). Part 2: Acetylene and Dimethylacetylene on X-type Zeolites. 
(Tam, Cooney and Curthoys). Part 3: Raman Spectra of Pyrazine on Zeolites X. 
(Tam and Cooney) . . 2577, 2592, 2598 
Water in Ion-Exchanged L, A, "X and Y Zeolites: A Heat of Immersion and Thermo- 
gravimetric Study. (Coughlan and Carroll) ‘ ‘ 2016 


1, 2 Biophysical Chemistry 
Arrhenius Plots of Complex Rate Parameters in Enzyme Kinetics. (Adams, Swart and 
Vernon) 397 
Electron Spin Relaxation and Fourier Transform Nuclear Magnetic Resonance Spectroscopy 
of Manganese(i1) Complexes with Biomacromolecules. (Basosi, te Tiezzi and 
Valensin) . 1505 
Gravimetric Study of the Sorption of Water Vapour by Bovine Serum Albumin. "Rochester 
and Westerman) ; 2498 
One-Electron Reduction of a Ferrihaem. (Butler, Jayson and Swallow) - 1391 
One-electron Reduction Reactions with Enzymes in ere A Pulse Radiolysis Study. 
(Bisby, Cundall, Redpath and Adams) . 51 
Phospholipid Monolayers at Non-polar Oil/Water Interfaces. Part 1: Phase Transitions i in 
Distearoyl]-lecithin Films at the n-Heptane Aqueous Sodium Chloride Interface. (Yue, 
Jackson, Taylor, Mingins and Pethica). Part 2: Dilute Monolayers of Saturated 
1 ,2-Diacyl- lecithins and -cephalins. (Taylor, Mingins and Pethica) . 2685, 2694 
Protein Hydration. Nuclear Magnetic Resonance Relaxation Studies of the State of Water 
in Native Bovine Serum Albumin Solutions. (Oakes) . 
Protein-Surfactant Interactions. Spin Label Study of Interactions between Bovine Serum 
Albumin (BSA) and Sodium Dodecyl Sulphate (SDS). (Laurie and Oakes). . 1324 
Proton Conduction in Protein Films. (Tregold, Sproule and McCanny) . 509 
Thermally Denatured Proteins: Nuclear Magnetic Resonance, Binding Isotherm and 
Chemical Modification Studies of Thermally Denatured Bovine Serum Albumin. 
(Oakes) . . ‘ q ; » ‘ : : ‘ 3 ; 3 “28 
Thermally Denatured Proteins: Spin Label Studies of Reversal of Thermal Aggregation of 
Bovine Serum Albumin (BSA). (Laurie and Oakes) 2681 
Use of a Surfactant Selective Electrode in the Measurement wen the Binding of Anionic 
Surfactants to Bovine Serum Albumin. (Rendall) r : - 481 


3 Catalysis (including heterogeneous and homogeneous catalysis and surface reactivity) 

Alkane and Cycloalkane Reactions on Rhodium, Rhodium—Copper and Related Films. 

(Péter and Clarke) . 1201 

Cyclopentane/Deuterium Exchange on Palladium-Gold and Palladium-Tin Alloy Films. 
(Clarke and Taylor) . 917 

Dynamic Investigation of the Mechanism of Reaction between Sulphur ‘and Oxygen ona 
Molybdenum Surface by Means of Auger Electron Spectroscopy. (Kawai, Kunimori, 
Kondow, Onishi and Tamaru) 

Effects of Added Sugars on the Catalysis ‘by Cetyltrimethylammonium Bromide of the 
Reaction between Hydroxide Ions and 2,4-Dinitrochlorobenzene. ge 
Beatham, Branch and Reid) Z 

Electron Donor Sites and Acid-Base Properties of Oxide "Surfaces, as Studied by e.s.r. 
Spectroscopy. (Cordischiand Indovina) . 

Exchange Reactions of Benzene and Alkylbenzenes with Deuterium on Alumina and 
Magnesium Oxide. (Scurrell and Kemball) 

Exchange Reactions of CD,—CH-CHs3, in the Absence of Gaseous | Deuterium, over 
Magnesia and Rutile Investigated by Microwave Spectroscopy. (John, Kemball, 
Dickinson and Tyler) 4 

Field pews Study of Decomposition of Ammonia on Individual "Tungsten Planes. 

(Wilf and Folman) 

Heterogeneous Catalysis in ‘Solution. Part 13: Kinetics ‘of Racemisation i in Two Immiscible 
Phases with Rapid Exchange across the Interface, Illustrated by the Racemisation of 
(+)sgo-Tris(ethylenediamine) cobalt(m) Catalysed by a Carbon Black. (Totterdell 

Spiro). Part 14: Kinetics of Isotopic Exchange Reactions in Two Immiscible 
Phases with Rapid Exchange across the Interface. (Spiro and Totterdell) . 1477, 1485 
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High Temperature Low Pressure Reactions of Oxygen with Tantalum as Studied by Auger 
Electron Spectroscopy and Line-of-sight Mass Spectrometry. (Pacia, Dumesic, 
Weber and Cassuto) . 

Homogeneous Catalysis by Piatinum(m)-Tin() Chloride Con nplex. Part 4: Effective 
Species for Hydrogenation of Ethylene catalysed by [((CH3),N]3[Pt(SnCl3) sl in Acetone. 
(Nowatari, Hirabayashi and Yasumori) 

Homogeneous Isotope Exchange Reactions, H,/D 2. (Pr att and Rogers) ‘ 

Homogeneous Isotope Exchange Reactions. Part 2: CH4/D2. (Pratt and Rogers) 

Infrared Studies of a Ziegler Catalyst supported on Magnesium Oxide and Titanium 
Dioxide. (Eley, Keir and Rudham) 

Initial Oxidation of Molybdenum studied by a High Resolution Auger-photoelectron 
Spectrometer. (Nozoye, Matsumoto, Onishi and Tamura) 

Interaction of Carbon Monoxide with Platinum/Alumina and Platinum/Silica Catalysts: 
*C Carbon Monoxide Tracer Studies of Adsorption, Desorption and Catalyst 
Poisoning. (Bain, Jackson, Thomson, Webb and Willocks) F ; 

Interaction of Oxygen with Nickel Studied by Field Emission Microscopy. “(Smith and 
Anderson) : : 

Interactions of Butyl ‘Alcohols with Flash- Illuminated Rutile ‘Surfaces. (C unningham and 
Meriaudeau) 

Isotopic Exchange Studies and Selective Oxidation of "Propene on Mixed Tin-Antimony 
Oxides. (Christie, Taylor and McCain) 

Laser-Raman Study of the Isomerization of Ole efins over Alumina. (Turner, Paul, Reid 
and Hendra) . ; ? ‘ 

ane Eleciro-oridation Catalysts. Platinum ‘promoted by Tin. ea Short and 

apman , : 

Photoeffects involving Oxygen-18 at Flash-illuminated ZnO and TiO 2 Surfaces. pee 
ham, Doyle and Samman) . ; 

Pyridine-induced Formation of 17 "03 Adsorbed on Thermally Activated CaO. * (Che, 
Tench, Coluccia and Zecchina) . : 

Reactions of 3,3-Dimethylbut-l-ene with Deuterium Oxide on Oxide Catalysts. (Scurrell, 
Moller and Kemball) 

Resistance Relaxation Studies of Gas/Metal ‘Reactions leading to Simultaneous Dissolution 
and Gasification. The Dissociated Oxygen/Tantalum System above 2000 K. Part 1: 
Methodology and the Role of Atomic Oxygen. Part 2: Mechanism, Kinetics and Ener- 
getics of Chemisorption Interface Crossing and Product Desorption. (Rosner, 
Chung and Feng) 842, 858 

Selective Oxidation of Propene on Bismuth Molybdate and Mixed Oxides of Tin and 
Antimony and of Uranium and Antimony. (Pendleton and Taylor) > 1114 

Studies of Heterogeneous Oxidation Catalysts. Part 1: The Vanadium(v) Oxide-+ 
Titanium(tv) Oxide System. Part 2: The Vanadium(v) Oxide+ Molybdenum(vi) 
Oxide and Other Binary Oxide Systems. (Cole, Cullis and Hucknall) . . 2185, 2744 

Studies of Hydrogen Spillover. Part 1: Study of the Rate, Extent and Products of Hydrogen 
Spillover from Platinum to the Trioxide of Tungsten and Molybdenum. Part 2: Ti- 
tration of Hydrogen Meyiciuy upon Silica Supported Platinum by Pent-l-ene. 
(Sermon and Bond) . 730, 745 

Studies of Hydrogen Spillover. Part sf Catalysis of the Reduction of Metal Oxides by 
Palladium on Silica. (Bond and Tripathi) . 

Support Effects in the Break-up and Aggregation of Silver Films under Catalytic Conditions. 
(Riassian, Trimm and Williams) . 

Theoreticai Studies of Polyelectrolyte ‘ ‘Catalysis” of Ionic Reactions. Part 2: Interionic 
Reactions between Similarly Charged Species. (Mita, Okubo and Ise) 

Use of Labelled Propene to Distinguish between an Associative, a Dissociative and a 
Concerted Mechanism for the Double Bond Shift Reaction of Alkenes. (John, 
Marsden and Dickinson) s : , 


4 Colloid Science (including birefrigence, electrophoresis, light scattering, sedimentation, 
thixotropy, soluble and insoluble monolayers, micelles) 

Attachment of Particles to a Liquid Surface (Capillary Theory of Flotation). (Scheludko, 
Toshev and Bojadjiev) 

Calculation of Molar Area of a Substance at the Liquid/Vapour Interface from Surface 
Tension and Energy of Evaporation. (Jain, Singh and Gombar) 

Dispersion Interaction of Crossed Mica Cylinders: A Reanalysis of the Israelachvili-Tabor 
Experiments. (White, Israelachvili and Ninham) 

Dynamic Dilational Surface Properties of Submicellar Multicomponent Surfactant Solutions. 
Part 1: Theoretical. (Garrett and Joos). Part 2: Thermodynamics of Adsorption 
and Comparison with Experiment. (Garrett) : i 2Eeh 

Interfacial Tensions at Alkane-Aqueous Electrolyte Interfaces. (Aveyard and Saleem) . 

Meniscus Profiles between Concentric Cylinders. An Experimental and Computational 
Study. (Campanini, Swanson and Nicol) 2 = . ‘ ‘ 5 a 
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New Method for Measuring Surface Tension from the am of a Pendent Drop. (Levin, 


Pitts and Terry) 2 : . 2 4 
Permittivity Spectrum of Polysty rene-latex Suspensions. (Williams and James) , j 
Theory for the o_o Contact — between a eRe a — and a Solid. (Jameson 

and del Cerro) ; 


5 Combustion and Flames (including explosions, shock waves; see also I, 8) 


Aspects of the Flame Chemistry of Cobalt. (Jensen and Jones) 

Kinetics of the Thermal Unimolecular Reactions of Cyclohexane and 4-Vinylcyclohexene 
Behind Reflected Shock Waves. (Barnard, Parrott and Long) 

Thermal Unimolecular Decomposition of a sai behind Reflected Shock Waves. 
(Barnard, Cocks and Parrott) a 


6 Diffusion (including transport processes, thermal diffusion, viscosity, thermal conductivity ; 
see also II, 8) 


Diffusion Coefficients of Paraffins in a Graphon Membrane: the Easy Time ren acisi 
(Ash, Barrer and Edge) : 

Diffusion "of SFg in 13X Zeolite. (Ruthven and Doetsch) 

Diffusion, Viscosity and Sedimentation of Poly(ethylene oxide) jin Water. “(Chew and 
Couper) 

Effect of eidcianiyse on the Self-diffusion Coefficient of Water. (T anaka ) 

Effect of Pressure on the Diffusion Coefficient of Silver Ions in Molten Alkali Metal 
Nitrates. (Cleaver and Herdlicka) 

Examination of a Transference Number Anomaly: 0.02 mol dar? Aqueous Sodium Chloride 
at 25°C. (Esteso, Chan and Spiro) 

Flame Photometric Determinations of Diffusion Coefficients. Part 5: Results for Calcium 
Hydroxide, Strontium Hydroxide, Barium en and Copper. (Ashton and 
Hayhurst) ; : : : : ; 

i — studied with a Rotating Diffusion Cell. " (Albery, Burke, Leffler and 

adgraft 

Investigation of the Transport Properties of a Quaternary Ammonium Anion Exchange 
Membrane. Part 2: Application of Irreversible Thermodynamics to the Iodide Form. 
(McCallum and Paterson) 

Optimal Conditions and Measuring Functionals in the Measurements of Diffusion Co- 
efficients. (Noszticzius, Liukkonen, Passiniemi and Rastas) . 

Properties of Molten Carboxylates. Part 2: Viscosities of some Molten Lead and Zinc 
Carboxylates. (Ekpe and Sime) ‘ 

Relative Viscosities of Solutions of Sodium and Potassium Bromides and Iodides in 
Warbler) Sulphoxide at 25, 35 and 45°C. (Bicknell, Lawrence, Seeley, Feakins and 

erblan) . ; 

Salt Permeation through an Ionic Membrane and a Test of Onsager Reciprocity oley 
and Meares) ; 

Self-diffusion of n-Alkanes in Type A Zeolite. (Quig and Rees) : 

Self-diffusion in Cyclohexane Single Crystals—A Re-appraisal. (Hampton and Sherwood) 

Solvent Correction for Hittorf and Direct and Indirect Moving Boundary Transference 
Measurements. (Gwyther, Spiro, Kay and Marx) 

Study of Ion-solvent Interactions in Formamide-++ Water Mixtures by the Measurement of 
Viscosity of Sodium Chloride Solutions. (McDowall, Martinus and Vincent) 

Testing Intermolecular Potential] Functions using Transport Property Data. Part 3: Binary 
ma of Methane-+-Perfluoromethane. (Clifford, Dickinson, Matthews 
and smit ; 4 ‘i : . 

Theory of Tracer Diffusion Measurements in Liquid Systems. (Liukkonen, Passiniemi, 
Noszticzius and Rastas) : : 

Thermal Conductivities of Gaseous Alkane-} Perfluoroalkane Mixtures. (Clifford, 
Dickinson and Gray) 

Therma] Isomerization of Ethylidenecyclopropane and Methylmethylenecyclopropane to 
2-Methylbuta-1,3-diene. (Clements and Frey 

bee — of Tritiated Heavy Water (DTO) i in Heavy Water (D0) under Pressure. | 

00 

Viscosities of Oyen and Air over a Wide Range of Temperatures, (Matthews, Thomas, 

uffy and Smith) ; 

Viscosity of Nitrogen and Certain Gaseous Mixtures at Low Temperatures. (Gough, 
Matthews and Smith) . 

Volume Correction for Direct and Indirect Moving Boundary Transference Measurements. 
(Gwyther and Spiro) 5 . 
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I, 7 Electrochemistry (including electrolytes, activity coefficients, electrical conductivity, 
electrode processes) 

Acidic Dissociation Constants of Malonic Acid in 50 Mass Percent Ethylene Carbonate+ 
Water from 20 to 55°C. (Hallé and Bates) . 

Activity Coefficients of Single Complexes and C coordination Equilibria i in "Three-component 
Systems of the Type MX2+Solvent+Diluent. Systems involving CoCl2, ZnCl2, 
CuCl, Pyridine, Benzene, Chlorobenzene and o-Dichlorobenzene. (Libus, Kluczkow- 
ski, Klonkowski and Nierzwicki) : ? : BAL) = 5 32 

Behaviour of Oxalic Acid in the Anodic Oxidation of Aluminium. The Role of Anodically 
Initiated Reduction Processes in Coloration and Photoluminescence. (Shimura) . 2248 

Behaviour of Triethyloxonium Hexachloroantimonate and Triethyloxonium Hexafluoroan- 
timonate in Dichloromethane Solvent. (Eley, Monk and Rochester) : 1584 

Conductance of some Cobalt(m) Complexes in Water at 25°C. Part 1: Conductance of Salts 
trans- and cis-Dinitrobis(ethylenediamine)-cobalt(m). Part 2: Conductance of Salts of 
Ethylenediaminetetra-acetatocobaltate(m). (Pethybridge and Spiers) : 64, 73 

Conductance of Tetra-alkylammonium Perchlorates in Acetonitrile -+- Methanol Mixtures 
at 25°C. (D’Aprano, Goffredi and Triolo) . 

Conduction and Relaxation of Cations in Dehydrated Partially Copper(ut)-exchanged 
Synthetic Faujasites. (Schoonheydt and Velghe) . 

Conductivities of Alkali Metal Perchlorates in Ethylene Glycol at 25°C. (Fernandez- 

Prini and Urrutia) 

Coordination Equilibria and Activity Coefficients in MCI, + Isoquinoline-+ Chlorobenzene 
Systems. (Uruska and Szpakowska) . 

Effects of Water on Proton Migration in Alcoholic Solvents. Part 4: Conductance of 
Hydrogen Chloride in Butan-2-ol and in Ethanol at 25°C. (de Lisi, Goffredi and 
Liveri) A 436 

Electrical Double Layer Interactions under Regulation by Surface Tonization Equilibria— 
Dissimilar Amphoteric Surfaces. (Chan, Healy and White) . 

Electrochemistry of the HO, and Oj Radicals under Steady State Conditions. "Part 1: The 
Electrochemistry of O3 at Neutral pH. Part 2: The Effect of pH over the Range 0.4 to 
11. (Airey and Sutton) 2441, 2452 

Electrophoretic Mobilities of 22Nat, "99572+ and 36CI- Ions in ‘Concentrated Aqueous 
Solutions of Some Inorganic 1:1, 2:1, 1:2 and 2:2 Salts and in Sea Water. (Kniewald 
and Puéar) 

Further Correlations of the CTTS Solvent Scale for Halides with vmax for the Solvated 
Electron. (Fox and Hayon) $ 

HBr+(Bu)4NBr+H,0 at 25°C. Application for Pitzer’s ‘Equations. (Roy, Gibbons, 
Krueger and White) . 

Hydration and Ion Pairing of Maleinates, Malonates, and Substituted Malonates in Aqueous 
Solution. (Klaning and @sterby) 

age ‘ peuee of Phenols in Methanol-+ Water " Mixtures. " (Rochester and 

ilson : : 

Magneto-Optical Rotatory Dispersion Studies of Simple Electrolyte Solutions. Part 4: 

The Calculation of Partial Molal Magnetic ee and the Solvent Structure- 
Breaking Entropy Effects of Electrc'ytes. (Dawbe ‘ ‘ 

Non-equilibrium Thermodynamics of Electro-osmosis y” Liquid Mixtures. Studies on 
Acetone+ Water Mixtures. (Srivastava and Abraham) . 

Nuclear Magnetic Relaxation Study of Preferential Solvation in Diamagnetic Electrolyte 
Solutions by Use of Magnetic Ion-Solvent Interactions. (Gill, Hertz and Tutsch) 

N.m.r. Study of the Self-Association of Ethyl and t-Butyl Alcohols in Nonpolar Solvents. 
(Fujiwara and Ikenoue) by é 

The Oxygen Electrode. Part 6: Oxygen Evolution and Corrosion at “Iridium Anodes. 
(Buckley and Burke). Part: 7: Influence of Some Electrical and Electrolyte Variables 
= bi + saath Capacity of Iridium in the Anodic Region. re wk Burke mal, a 

Raman Spectra of Thallium(1) Nitrate Solutions in Liquid “Ammonia. (Gardiner, Haji 
and Straughan) . 93 

Re-determination of the Standard Electrode Potential of Zine and Mean Molal Activity 
Coefficients for Aqueous Zinc Chloride at 298.15K. (Lutfullah, Dunsmore and 
Paterson) . 495 

Secondary Carbon-13 Isotope Effect on the Ionization of Benzoic Acid. (Bayles, Bron and oes 


Paul) 
Shape of the Coexistence Curve and Electrical Conductivity of Fused KNO3;+TIBr 
Mixtures. (Ichikawa) . 
Solubility of Electrolytes in 1 ,2-Dichloroethane and t; 1-Dichloroethane, ‘and Derived Free 
Energies of Transfer. (Abraham and Danil de Namor) 955 
Solvation spectra. Part 5i: Di-t-butyl Nitroxide as a Probe for Studying Water and 
Aqueous Solutions. (Lim, Smith and Symons) . 2876 
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Solvent Coordination and Free Energies of Transfer of Cations in Dipole Aprotic Solvents. 
(Clune, Waghorne and Cox) 

Spectroscopic Determination of Association Constants of Water with Organic ‘Bases. 
(Le Narvor, Gentric, Lauransan and Saumagne) . 

Standard Potentials of the Silver-Silver Bromide Electrode in Propan-2-ol-+ Water Mixtures. 
nea eae and Entropies of Transfer of Hydrobromic Acid. (Bose, Das and 

Theory of Electrolytes. Part 1: The Model of Polarisable Spheres. (Bennetto and Spitzer) 

Variable Temperature Proton Chemical Shifts of Aqueous Beryllium Salt Solutions. 
(Akitt and Duncan) . 

Variation of Electrical Conductivity with Composition in the System KNO;-+Ba(NO3)2 
at Constant Equivalent Volume. (Cleaver and Olteanu) 

Washburn Numbers. Part 2: Alkali Metal Chlorides in the " Methanol-+ Water and 
Dioxan-+- Water Systems; Sodium Halides in the Methanol+ Water System. Results, 
Formal Relationships, Interpretation and Preferential Solvation. (Feakins, Khoo, 
Lorimer, O’Shaughnessy and Voice) 

X-Ray Photoelectron Spectroscopic Study of the Film Formed on a Gold Electrode during 
the Electrochemical Reduction of Chromium(v1). (Dickinson, Povey and Sherwood) 


8 Kinetics of Reaction (including photochemistry, reaction of gases, solids, liquids, two 
phase systems) 


Chain Initiation of Neopentane Pyrolysis and a Suggested Reconciliation of the Thermo- 
chemically Calculated and Measured Rate Constants for the ™ecombination of t-Butyl 
Radicals. (Marshall, Purnell and Storey) 

Chemically Induced Dynamic Electron Polarization. Part 8: Simultaneous Operations of 
the Radical-Pair and Photoexcited Triplet Mechanisms in the Photolysis of Substituted 
Benzoquinone, Naphthoquinone and Anthraquinone. (Adeleke and Wan) 

Chemiluminescent Titration of Fig) with C(2g) and Microwave Production of Atomic 
Fluorine. (Nordine and Rosner) 

Cross Sections for Gas Phase Ion-Jon Recombination in H3;0*+-X-->HX+H20 for 
X=Cl, BR orI. (Burdett and Hayhurst) . 

Derivation of Activation Energies from Experiments ‘on Chemical Activation of Alkyl 
Fluorides. (Cadman, Kirk and Trotman-Dickenson) . 

Duroquinone Triplet Reduction, in Cyclohexane, Ethanol and "Water, and by ‘Duro- 
hydroquinone. (Amouyal and Bensasson) 

Electron Spin Resonance Evidence of the Photoionization and Photoisomerization of Free 
Radicals from y and Ultraviolet Irradiated Pyridinium Cations. aenegerent. 
Ofenberg, Lablache-Combier, Ronfard-Haret and Chachaty) . 

Flash Photolysis Studies of Benzophenone in Ethanol. (Colman, Dunne and Quinn n) 

Formation of Silylenes in the Thermolysis of Methylchlorodisilanes. (Davidson 2ad Delf) ) 

Formation of Silylenes in the Thermolysis of Pentamethyldisilane and 1,1,2-Trimethyl- 
disilane. (Davidson and Matthews) . 

Free Radical Addition to Olefins. Part 19: Trifluoromethy] Radical Addition to Fluoro- 
substituted Propenes and its Absolute Rate of Addition to Ethylene. Part 20: A 
Reinvestigation of the Addition of Methyl Radicals to PPO, (Low, 
Tedder and Walton). 13 

Gas Phase Reaction between Iodine and Tetramethylsilane. Part 1: ” Equilibrium 
and Thermochemistry. Part 2: Kinetics and the Bond Dissociation Energy 
D(Me3SiCH2-H). (Doncaster and Walsh) . - 

Indicators in Benzene in the Presence of Dodecylammonium Propionate. (Nome, Chang 
and Fendler) 

Intermediates in the Nanosecond Pulse "Radiolysis of Dimethylaniline Solution in 
Cyclohexane. (Zador, Warman and Hummel . 

Isotopic Exchange Kinetics of Zinc Ions in Zn-A Zeolite. (Radak, Gal and Salai) 

Kinetic Deuterium Isotope Effects in the Reactions of 4-Nitrophenylnitromethane with 
Various Nitrogen Bases in Anisole. (Caldin, Parboo, Walker and Wilson) ? 

Kinetic Electron Spin Resonance Spectroscopy. Part 5: Effects of Chemically Induced 
Dynamic Electron Polarization. (Ayscough, Lambert and Elliot) . 

Kinetic Isotope Effect in the Thermal Dissociation of Ethane. (Clark and Quinn) . ; 

Kinetic Isotope Effects and Tunnelling Corrections in the Proton-transfer Reactions between 
a and some Tertiary Amines in Aprotic Solvents. (Caldin 
and Mateo ‘ 

Kinetic Isotope Effects in the Reactions of 4-Nitrophenylnitromethane with various Bases 
in Chlorobenzene. (Caldin, Parbhoo and Wilson) 

Kinetic Study of the Reactions of Hydrogen and Oxygen Atoms with Acetone. (Ambidge, 
Bradley and Whytock) 5 : 

wa Study of the Reaction of f Hydrogen. Atoms with Chlorofiuoromethane. (Bradley, 

Whytock and Zaleski) é q 
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Kinetic Study of the Reaction of Hydrogen Atoms with Hydrogen Chloride. (Ambidge, 
Bradley and Whytock) : : ; 

Kinetic Study of the Reaction of Hydrogen Atoms with Molecular Chlorine. Caomten, 
Bradley and Whytock) 

Kinetics and Mechanism of Allene to Methylacetylene Isomerisation. (Walsh) 

Kinetics and Mechanism of Di-n-butylphosphoric Acid Transfer between Toluene and 
Aqueous Phases. (Lyle and Smith) 

Kinetics and Mechanism of the Reaction between Phenylacetylene and Triethylaluminium+ 
Tertiary Amine Complexes in Hydrocarbon Solution. (Allen and Lough) . 

Kinetics tory Thermodynamics of a ere of Barium Sulphate. (Mohazzabi and 


Kinetics of Activated Chemisorption. Part 1: The Non-Elovichian Part of the Isotherm. 
(Aharoni and Ungarish) . ‘ : 
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Radiation Induced Dechlorination of 1,2-Dichloroethane and Determination of Arrhenius 
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II, 1 Kinetic Spectroscopy (see also II, 5) 


Kinetic Spectroscopy in the Far Vacuum Ultraviolet. Part 2: Fluorine Atom Resonance 
Spectrometry and the Measurement of F 7P Atom Concentrations. (Bemand and 
Clyne). Part 3: Oscillator Strengths for the 3s, 4s and 5s “taal 3P, Transitions in 
Atomic Oxygen. (Clyne and Piper) . ae 

Laser Fluorescence Study of the Hg(*Po)+-N2 System. " (Phillips) | 

Laser Photolysis Studies of the Triplet State of Xanthone and its Ketyl Radical in Fluid 
Solution. (Garner and Wilkinson) 

2E->*A, Luminescence and *A,->7E£, 77, (t3 Sa) Absorption Spectra of the Cr(en)3* Ion. 
(Flint and Matthews) 

Nanosecond Laser Studies of Photophysical Processes in the Benzene-+ Tetracyanobenzene 
Molecular Complex. (Craig and Rodgers) . 

Quantitative Chemically Induced Nuclear Polarization (CIDNP) Study of the Kinetics of 
the Photolysis of Pivalophenone in Various Solutions. (Firth and McLauchlan) . 

Rate Measurements of Reactions of OH by Resonance Absorption. Part 5: Rate 
Constants for OH-+-NO2(+-M)—HNO; (-+M) over a Wide Range of Temperature 
and Pressure. (Anastasi and Smith) ; ; . 

Structure of Contact Ion Pairs in the Ground and First Excited States. Aromatic Closed- 
Shell Anions containing a Five-membered Ring. (Vos, Maclean and Velthorst) 


II, 2 Photophysics (fluorescence, phosphoresence, luminescence, dispersion, dichroism, efc.) 


Collisional Quenching of N2 (A 32}; v = 0,1) by N Atoms, Ground State N2 and a Pyrex 
Surface. (Vidaud, Wayne, Yaron and von Engel) 
Effect of Concentration on the Triplet Yield of Pyrene in Polymethylmethacrylate. (Avis, 
Avis and Porter) 
Energy Transfer from Excited NO, to Molecular Oxygen. (Giachardi, Harris and Wayne) 
Excimer Emission in the Thermoluminescence of Gamma-Irradiated Hydrocarbon Glasses: 
Some New Spectra. (Al-Jarrah, Brocklehurst, Evans) . 
Formation of CF3 Ions in Photoionization of Hexafluoroethane. ‘(Simm and Danby) 
Isotope Effects in the Quenching of Electronically Excited Atoms. Part 4: Quenching of 
x AY by Hydrogen and Deuterium Halides, H,O and D,O. (Donovan, Fotakis & 
‘olde - 
Long Range Energy Transfer by Dipole—Dipole and Exchange Interactions in Rigid Media 
and in Liquids. (Pilling and Rice) : 
Luminescence of Benzoic Acid and Methyl Benzoate at 77K. ‘(Acuiia, Ceballos and Molera) 
Mechanism of Intermolecular Energy Transfer between Tris-(acetylacetonato) lanthanoid 
Complexes in Solution. (Neilson and Shepherd) . 557 
Mechanism of Quenching of the Triplet States of Organic ‘Compounds by Tris- (B- ~diketonato) 
Complexes of Iron(III), Ruthenium(IID and Aluminium(II). (Wiikinsonand Farmilo) 604 
Phase-shift Studies of Hg(*Po) Reactions. Part 5: Kinetics of Hg. Excimer Reactions in the 
Presence of Nitrogen. (Ong, Freeman, McEwan and Phillips) ; : : 28483 
Photochemical Hydrogen Abstractions as Radiationless Transitions. Part 1: Ketones, 
Aldehydes and Acids. Part 2: Thioketones, Quinones, Aza-Aromatics, Olefins and 
Azobenzenes. (Formosinho) 3 : - 9393, 7332 
Photophysical Processes in Flourinated Acetones. | (Metcalfe ‘and Phillips) : : 1574 
Quenching of Infrared Chemiluminesence. Part 4: Rates of Energy Transfer from 
CO(4< v<12) to Diatomic Hydrides and Deuterides. Part 5: Rates of Energy Transfer 
from CO(4<v<18) to Polyatomic Molecules. (Braithwaite and Smith) . 288, 299 
Quenching of Toluene Fluorescence by Oxygen. (Lewis and Ware) r . 1851 
Reactivity of the (44g). and 14g States of Oxygen Produced by Direct Laser Excitation. 
(Evans and Tucker) . 1661 
B?TIOt — X12 Systems of 1277, and 1297 Molecular Constants, Laser-excited Fluore- 
scence and Franck—Condon Factors. (Yee) 2113 
Temperature Dependence of the Deactivation of Triplet Aromatic Molecules by Metal 
Tons. (Marshall, Philipson and Pilling) ‘ 830 
Triplet-Triplet Extinction Coefficients of Anthracene and 9-Bromoanthracene “Determined 
by a Ground State Depletion Method. (Ledger and Salmon) d t ; 
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II, 3 Quantum and General Theory (including valence theory, ab initio calculations, computer 
simulation, efc.) 


Ab Initio Study of Some Phenomena Associated with Core Electron Ionization. (Adams) 383 

Antiferromagnetism in Transition Metal Complexes. Part 7: Critique of the Heisenberg 
Model and a Re-examination of the System of Three Copper(m) Ions in a Linear Array. 
(Jotham, Kettle and Marks) 

Applications of a Simple Molecular Wavefunction. Part ll: Extension ‘of FSGO method 
to open-shell treatments. (Pakiari and Linnett) 

Applications of a Simple Molecular Wavefunction. Part 12: Open-shell Floating Spherical 
Gaussian Orbital Calculations for some Atoms and Ions. Part 13: Open-shell 
Calculations for Hydrogen-bridge Structures. (Pakiari and Linnett) ¢ 3 F2BF, 
rst ~ Potential Barriers in Some Small Related Molecules. (Pakiari, Semkow and 

innett F - : * : A 

Applications of a Simple Molecular Wavefunction. Part 15: Spectroscopic Constants of 
Selected First-row Diatomic Hydride Molecules. (Semkow and Linnett) : 

Applications of a Simple Molecular Wave function. Part 16: Bond oe and Orbitals 
of Singlet CH,. (Leok Peck Tan and Linnett) : 

A Useful Theorem in Simple Molecular Orbital Theory. (Dixon) — 

Calculation of the Electronic Structure for the Manganate and Hypomanganate Tons by the 
Self Consistent Field Xa-Scattered Wave Method. (Jasinski and Holt) . 

11B-Chemical Shifts of Diboranes, Polyboranes, Carboranes and Coupling Constants 
17(*B*H), VC'Bt'B). (Kroner and Wrackmeyer) 

Derivation of Molecular Spectra from the Polarized Spectra of Monoclinic Crystals and 
its Application to the Electronic Spectrum of Bis(methoxyacetato)-diaquacopper(i). 
(Hitchman) 

Electronic Structure of the Chlorine Pseudohalides CINCO and CINNN. (Kosmus, 
Nachbaur and Faegri, Jr.) . 

Emission of Electrons from Solutions. (Brodsky ‘and Tsarevsky) . 

Enumeration of the Kekulé Structures in Conjugated Hydrocarbons. (Randié) 

Exchange Interaction in Polynuclear Complexes. Part 1: Principles, Model and Appli- 
cation to the Binuclear Complexes of Chromium(m). (Kahn and Briat) . 

Exchange Interaction in Polynuclear Complexes. Part 2: Antiferromagnetic Coupling i in Bi- 
nuclear Oxo-bridged Iron(m) Complexes. (Kahn and Briat) 

a 2 wersaar for the Reactions of Tritium Atoms with HF and DF. ‘(Malcolme- 

wes : ‘ ; : ‘ % 

Geometrical Isomerism in Vinylmethylene. "(Chung ) 

Graph Theory of Free Radicals. Validation of a Recent Assertion and its Relation to the 
Pairing Theorem. (Honeybourne) ; 

Ground Electronic State and Geometry of the CO; Radical Anion. (So) ‘ 

Iterative Variation of Charge Dependent Atomic Orbital Exponents in Approximate 
Molecular All-valence Electron Linear Combination of Atomic Orbitals (L.C.A.O.) 
Methods. (Figeys, Geerlings and Van Alsenoy) ‘ : ; ; A 

Modulated Perturbation Theory for Molecular Interactions. Part 1: An Exact Second- 
order Calculation for the Ground State of Hf. (Magnasco, Battezzati and Figari) . 

Molecular Graphs having Identical Spectra. (Randié, Trinajstié and Zivkovi¢) , 

Monte Carlo and HNC Calculations for Molten Potassium Chloride. (Adams) . 1372 

Monte Carlo Trajectory Study of the 2 yaya of Reactions H+ X,—-HX+ X (X= F, Cl, Br, I). 
(Pattengill, Polanyi and Schreibe 

Non-Empirical Valence-Electron Calculations on the Diatomic Halogens and Interhalogens. 
(Hyde and Peel) 

Rational Function Approximation of the Configuration Interaction Optimized ‘1 Ground 
State of H, and He3+. (Leclerc) ; . ; 

Reorientation of Water Molecules free from Hydrogen Bonding. (Evans) 

Second-Order MS-MA Calculation of the First Excited State of Hj by Modified Per- 
turbation Theory. (Battezzati and Magnasco) 

Self-consistent Group Function Calculations of the Ethane Barrier. (Musso, Vallini and 
Magnasco) 

Spin Correlation in “the Geminate Recombination of Radical Ions in Hydrocarbons. 
Part 1: Theory of the Magnetic Field Effect. (Brocklehurst) 

B?iI(Ot) States of IF, ICl and IBr. Part 1: Caiculation of the RKR Turning Points and 
Franck-Condon Factors for the B-X Systems. Part 2: Observation and Analysis of 
the Excitation Spectra of IF and IC]. (Clyne and McDermid) . 2242, 2252 

Study of Ha Po He3+ Using Three- and Four-Parameter Non-integral-n 1s Basis Functions. 

Leclerc) . - 

Theory of the F." Surface Centre in MgoO. (Sharma and Stoneham) 

Vibrational—-Rotational Levels and Wavefunctions of Diatomic RKR Potentials. ” Vari- 
ational Approach. (Baraldi, Momicchioli and Bruni) > ; ‘ 
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II, 4 Relaxation Phenomena (dielectric, magnetic, ultrasonic, etc.) 


Consideration of Dielectric Relaxation and the Kerr-Effect Relaxation in Relation to the 
Reorientational Motions of Molecules. (Beevers, Crossley, Garrington and Williams) 1482 
Coupled Relaxation in AX, Spin Systems. Dependence of Effective Relaxation Times on 
Method of Measurement and Application to Determining Internuclear Distances. 
(Scrivens and Heatley) ; - . 2164 
Dielectric and Optical Studies of a Nematogen (4, 4-n- Heptyl- -eyanobiphenyl), (Davies, 
Moutran, Price, Beevers and Williams) : . 1447 
Dielectric Relaxation i in Eugenol. (Alper, Barlow and Kim) : . f 934 
Dielectric Relaxation of Tri-n-butylammonium Picrate in Benzene Solutions. (Badiali, 
Cachet, Cyrot and Lestrade) ; : - 223 
Dielectric Studies of Non-electrolyte Solutions. Part 3: Conformational Equilibria in 
1,2-Dichloroethane and Dimethyl Carbonate. (Thiebaut, Rivail and Greffe) . 2024 
Dynamic Viscosity of Dilute Polymer Solutions at High Frequencies of Alternating Shear 
Stress. (Cooke and Matheson) . 679 
Electro-optical Kerr Effect in Solutions of Benzylidene Aniline and its Derivatives. 
(Beevers and Williams) : 2171 
Out of Plane Atomic Vibrations and Relaxation Mechanisms. Metal Chelates and 
Disiloxanes. (Dasgupta) . : . , . 1716 
O.('2}) Relaxation in Collisions. Part 7 he Temperature Dependence of the Relaxation by 
Hydrogen. (Braithwaite, Ogryzlo, Davidson and Schiff) . : - ‘ . 2075 
Rotational Dynamics of CH3Cl and CH2CF; in the Fluid State. (Davies, Evansand Evans) 1901 
Spin-lattice Relaxation Studies of Organophosphoris Compounds. (Harris and McVicker) 2291 
The Kerr Constant of Water and other Pure Liquids at 633 nm. aad a. 
Ferfoglia, Millar and Pierens) . : 724 
Theory of Non-linear Dielectric Effects in Liquids. (Malecki) : 104 
Ultrasonic and Viscoelastic Relaxation in Solutions of Poly(2,6-Dimethyl-p- -phenylene 
Oxide). (Evman, North, Pethrick and Wandeit) . 1957 
Vibrational Relaxation in OCS Mixtures. Part 1: Measured Relaxation Times for Pure OCs 
and for OCS in Mixtures with Helium-4, Helium-3, normal Deuterium, ortho-Deuterium, 
HD, normal! Hydrogen and para-Hydrogen. (Simpson, Gait and Simmie) : eee 


II, 5 Spectroscopy (a) Microwave, infrared, Raman 


Centrifugal Distortion of Carbonyl Sulphide in Excited Vibrational States. (Smith) . 2298 
Cryogenic Photolysis Studies. Part 2: Infrared Spectrum of Nitrosomethane Monomer. 
(Barnes, Hallam, Waring and Armstrong) .. i 
Effect of Pressure and Temperature on the Intermolecular Mean Square ‘Torque in Liquid 
CS, and CCl,. (Evans and Davies) . 
Hydrogen Bonding in the Gas Phase. [art 3: ‘Infrared Spectroscopic Investigation of 
— formed by Phenol and by 2,2,2-Trifluoroethanol. (Hussein, Millen and 


Part 4 4: Infrared Spectroscopic Investigation ‘of O—H---O and C—H--N Complexes: 
Alcohol+ Ether and Trichloromethane+ Amine Systems. (Hussein and Millen) . 

Infrared and Far Infrared Spectroscopic Studies of the Adsorption of Water Molecules on 
High-Area Alkali Halide Surfaces. (Smart and Sheppard) . 

Infrared, Raman and Force Fieid Studies of Methyl- and Perdeuteriomethyl-mercury(1) 
Halides. (Goggin, Kemeny and Mink) 

Infrared Spectra and Hydrogen Bonding of Monoalkali Salts of Malonic Acid and their 
Dialkyl Derivatives. (Belhekar and Jose) . 

Infrared Spectra of Matrix-isolated Species; Reaction Products of MgF2 with Group I and 
Group Il Fluorides. (Kana’an, Hauge and Margrave) . 

Infrared Study and Thermodynamics of Hydrogen Bonding in Diethylene Glycol Monoalkyl 
Ethers. (Prabhumirashi and Jose) 

Microwave Spectrum and Non-Planarity of 2-Aminopyrimidine. (Lister, Lowe and 
Palmieri) . ‘ 4 . 920 

Model ‘nterpretation of the Far Infrared Absorptions i in Compressed Gaseous and Liquid 
Bromotrifluoromethane, CBrF3;. (Davies and Evans) . 

Models of the Orientational Autocorrelation Function from Far Infrared Absorption in 
Liquid and Rotator Phases. (Evans) . 

Molecular Electrostatics. Part 2: Experimental Technique of Electric Field Induced 
Infrared Absorption Spectroscopy of Liquids. Part 3: Liquid-Phase Electric Field 
Induced Infrared Absorption in Tetrachloroethylene, Tetrabromoethylene, Diphenyl- 
acetylene and But-2-yne. Part 4: Determination of Disordered-Multipole Internal 
Electric Fields in Liquids from the Infrared Intensity of Formally Forbidden Bands: 
Studies on Diphenylacetylene and Tetrachloroethylene. (Jones) . . 1397, 1406, 1421 

Pure Rotational Raman ail of 0a; 169189 and '80,. (Edwards, Good and on 
Long. 4 a ; . : = : 
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Pure Rotational Raman Spectra of the Chlorine Species, **Cl, and Sin Bias Piva. 

Good and Long) 927 
Pure Rotational Raman Spectrum of F luorine. (Edwards, Good and Long) . 3 984 
Raman Spectroscopic Study of Semicarbazide Hydrochlorise above and below the Ferro- 

electric Phase Transition. (Fawcett and Long) 313 
Rayleigh Scattering. Depolarisation Ratios of Cyc clohexane, Carbon Tetrachloride and 

Benzene. (Pierens) . . 2108 
Resonance Raman Spectrum of the Tetrabromoferrate(im) Ion. (Clarke and Turtle) . 1885 
Rotational Brownian Motion in Liquid and Plastic Crystalline CBr4 from Far Infrared 

Induced Absorptions. (Davies, Evans and Evans) 2147 
Simplified Treatment of Stepanov’s Vibrational Predissociation Effect in Hydrogen-bonded 

Species. (Robertson) 

Solvation Spectra. Part 50: Spectrophotometric Studies of the Solvation of Nitrate Ions in 
Protic and Aprotic Media. (Findlay and Symons) 

Spectroscopy at Very High Pressures. Part 8: An Infrared Study of Shear-Stress-Induced 
Transitions in Ammonium and Sodium Nitrates. (Adams and Sharma) 

“Symmetrical” and Asymmetrical (NH...N)+ Hydrogen Bonds. Infrared Investigations. 
(Brzezinski and Zundel) 

Use of Generalized Langevin Theory to Describe Far Infrared Absorptions i in Non-dipolar 
Liquids. (Davies and Evans) 

Vapour Phase Raman Spectra of the Molecules MH,(M = C.Si, Ge or Sn) and MF, 
(M = C,Si or Fe). Raman Band Intensities, Bond Polarisability Derivatives and 
Bond Anisotropies. (Armstrong and Clark) 

Vibrational Band Shape and Intensity Studies on Molecular Motions and Interactions in 
Condensed Phases. Part 3: Effects of Complexation on the Molecular Dynamics of 
Pyridine. (Yarwood) ; ‘ 

Vibrational Spectra and Molecular Conformation of Propargyl Ethyl Ether. (Charles, 
Cullen and Owen) é : 

Vibrational Spectroscopy at Very High Pressures. Part 6: Infrared "Spectra of Silver 
Nitrate Polymorphs. (Adams and Pe Part 7: Lr. nePenr of Potassium Nitrate. 
(Adams and Sharma) s é ; . . . 848, 1344 


(b) electronic (visible, absorption and emission) 


Absorption Spectra of Doped Anthracene Crystals. Determination of the Direction of 
the Transition Moment of the Dopant. (Bridge and Gianneschi) . i : . 1622 

Electron Energy Loss Spectrum of Nitrous Oxide. (Dance and Walker) k ‘ . 2105 

Electronic Structure of Some Simple Third-row Hydrides and Flourides. (Findlay) ‘ 388 

Intensities of Vibronic Origins in the Electronic Spectra of Amino and Aquo Coordination 
Complexes. (Flint) . y ; 

Ionisation of Hydrogen Sulphide, Selenide and ‘Telluride by Electron Impact. (Balkis, 
Gaines, Ozgen, Gzgen and Flowers) . 

Ion-Pair Formation of the Carbanions of Xanthene and Thioxanthene Studied by their 
Absorption and Fluorescence Spectra. (Vos, Rietveld, MacLean and Velthorst) - 1636 

Low Energy Electron Impact Spectra of some Simple ‘Alkynes. (Stradling, Baldwin, 
Loudon and Maccoll). 871 

Magnetic Circular Dichroism Studies of the Interaction of Molecular Iodine with Organic 
Solvents. (El-Kourashy and Grinter) . 

Near Ultraviolet Optical Activity of Chiral Pyridine Derivatives (Chin-Yah Yeh and 
Richardson) ; 

Role of Hyperfine Structure in Atomic Absorption. ’ Oscillator ‘Strengths in Br and I. 
(Tellinghuisen and Clyne) 

Rotational Analysis of the Od! ->2,4” Emission Band System of HO, at 1.43 pm. ” (Freedman 
and Jones) 

Syectpoagte Studies on Single Crystals having the Fluorite Lattice. Part 1: The Funda- 
mental Absorption Edge; Urbach’s Rule and the Debye Temperature in CeO>. 
(Griffiths, Davies and Hubbard) . 

Study of Elementary Reactions by Atomic Resonance Absorption with a Non-reversed 
Source. Part 1: The Reaction of Cl+0O3;~C10+0O,. (Clyne and Nip) . 

Translational Energy Release in the Loss of Fluorine Atoms from the Ions SF¢, CF ; and 
C.Fé. (Simm, Danby, Eland and Mansell) . 

Use of the Memory Function to Simulate the Debye and Poley Absorptions in Liquids. 
(Evans and Evans) 


(c) photoelectron 


Analysis of the X-Ray Photoelectron Spectra of Transition Metal a alta al Bites 
Approximate Molecular Orbital Theories. (Sherwood) : 1791 
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Bonding Studies of Compounds of Boron and Elements of Groups 3-5. Part 16: Ab Initio 
SCFMO Calculation and He(I) Photoelectron Spectra of Halogen-bridged Dimeric 
Group 3 Metal Halides and Methylmetal Halides. (Lappert, Pedley, Sharp and 


Guest) ‘ 

Characterization of Surface State Structure on the (111) Face of a Clean Copper ‘Single 
Crystal using Mercury Adsorption and Angular-resolved Photoelectron Spectroscopy. 
(Lloyd, Quinn and Richardson) . 1036 

Exchange Splitting of the Chromium 3s Signals in the X- “ray Photoelectron Spectra of 
K3Cr(CN).> and K3Cr(NCS).5. (Orchard, Stocco and Thornton) , . 1045 

He(1) Photoelectron Spectrum of the P,(X'Zg) Molecule. (Bulgin, Dyke and Morris) a > 

ae Studies of C-Nitroso-compounds. (Egdell, Green, Rao, Gowenlock and 

a A ‘ F , i ; : 3 ‘ ; 4 , ? : 988 

He(ID Photoelectron Spectra of Diatomic Alkali Halides. (Potts and Williams) . . 1892 

High Resolution Photoelectron Spectrum of Hydrazoic Acid. (CvitaS and Klasinc) . 1240 

Photoelectron Spectra of Phenazine N-Oxide and some of 11s Derivatives. (Albiniand ears 463 

Photoelectron Spectrum of Nitrosyl Chloride. (Abbas, Dyke and Morris) 814 

Photelectron Spectrum of Sulphur Trioxide. (Alderdice and Dixon) 372 

se perrenee Spectra of Thiazyl Chloride. (DeKock, Shehfeh, Lloyd and 

oberts 

Vacuum Ultraviolet Photoelectron Spectroscopy of Transient Species. Part 6: A Study of 
Vibrationally Excited Hydrogen and Nitrogen. (Dyke, Jonathan, Morris and Sears). 

Part 7: The Methyl Radical. (Dyke, Jonathan, Lee and Morris) . 597, 1385 

Valence Orbital Photoelectron Spectroscopic Studies of Free Molecules with Zirconium M 
Soft-X-Ray Excitation. (Allison and Cavell) f 57) 88S 

X-Ray Photoelectron Spectroscopic Studies of Some Iodine Compounds. (Sherwood) . 1805 


(d) electron spin resonance 


Anisotropic Rotational Diffusion. An e.s.r. Investigation of the Anisotropic Interaction 
Tensor. (Luckhurst and Setaka) , 

Determination of the Acidity Constants of some Phenol Radical Cations by means of 
Electron Spin Resonance. (Dixon and Murphy) 

Electron Paramagnetic Resonance Investigation of Ox ygen Photoadsorption and its 
Reactivity with Carbon Monoxide on Titanium Dioxide: the O3- Species. (Meriaudeau 
and Vedrine) . 

Electron Spin Resonance of the Mn?* Ion in the Study of the Mobility of Water Adsorbed 
on Silica Gel and y-Alumina. (Burlamacchi, Martini and Ottaviani) 

Electron Spin Resonance Studies of Cation Radicals of Some Alkylphosphines. (Iwaizumi, 

Kishi, Isobe and Watari) 

Electron Spin Resonance Study of Certain Metallised Dyes absorbed. into Wool. (De 
Bolfo, Smith, Boas and Pilbrow) . 

Electron Spin Resonance Study of Solute-Solute Interactions in Aqueous Solutions con- 
taining Transition Metal Ion Chelates of 4,4’,4’,4’’’-Tetrasulphophthalocyanine. (De 
Bolfo, Smith, Boas and Pilbrow) 

Electron Spin Resonance Study of the Reactions of H} ydrogen Atoms in Aqueous Sulphuric 
Acid Glasses. Part 2: Reaction with Amino-acids. Part 3: Reaction with Bio- 
chemicals containing Sulphur. Part 4: Reaction with Simple Peptides. (Falle, Dainton 
and Salmon) . . 2001, 2014, 2019 

201H¢ Quadrupole Interaction in the Electron Spin Resonance of the CH,HgCl Radical. 

(Kerr, Wargon and Williams) f 552 
pee A awh the Electron Spin Resonance Spectra of some ‘Semiquinones. (Dixon 
an 

Méssbauer Studies of Electron Spin Relaxation and Radiolytic Effects in Diluted Tris- 
(acetylacetonato) iron(mr). (Bancroft and Sham) . 

Orientational Order of a Spin Probe Dissolved in Nematic Liquid Crystals. ‘An Electron 
Resonance Investigation. (Luckhurst and Yeates) 996 

Quadrupole Relaxation and Asymmetric Linewidth Effects in the E. S. R. Spectra of a 
Bromoacyl Nitroxide. (Hudson and Treweek) . 855 

Radiation Mechanisms. Part 10: Comparison between the Effects of Fast Neutron 
Irradiation and °°Co y-Irradiation of a Range of Ionic and Non-ionic Materials. 
(Mishra and Symons) 

Temperature-dependent Hyperfine Coupling Constants in Electron “Spin Resonance. 

Part 4: Out-of-Plane Vibrations of the Jaime Protons in the Cation of a riences 
mine. (Bullock and Howard) 


(e) nuclear magnetic resonance, quadrupole resonance 


Conformation and Reorientation of Acetophenone in Solution. A Proton and Deuterium 
Magnetic Resonance Study ina NematicSolvent. (Emsley, Lindon, Street and Hawkes) 
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Investigation of the Hydrogen Bonding in Chlorocarboxylate Anions using *°Cl eaten 
Resonance Spectroscopy. (Lynch, Waddington, O’Shea and Smith) 

Isotropic Proton Hyperfine Coupling Constants of Two Cationic Nitroxides. (Fox) 

Molecular Motion in Solid 7-7 Molecular Complexes. Part 3: Pulse N.m.r. Measurements 
on Solid Charge-Transfer Complexes of Naphthalene and Pyrene, (Fyfe, Harold-Smith 
and Ripmeester) : 

Nitrogen Nuclear Magnetic Resonance Spectroscopy. Part 6: Correlation of '4N Chemical 
Man _ Nuclear Quadrupole Coupling Constants in Nitroso (Nitrosyl) Compounds. 

ason 

Nuclear Magnetic Resonance Investigation ‘of Pyridine-4-aldehyde Oriented in a Nematic 
Liquid Crystal-Internal Rotation and a Molecular Reorientation. (Orrell and Sik) . 

Nuclear Quadrupole Resonance of Charge Transfer Complexes. Part 3: A **N and 35C] 
n.g.r. Study of the 1:1 Complex of 3,5-Dichloropyridine with Iodine Monochloride. 
(Bewmaker) 

Origin of Isotropic Shifts in Lanthanide Complexes: A Study of the Temperature Depen- 
dence of the 4H n.m.r. Spectra of the Tetrakis-N, N-diethyldithiocarbamatolanthanate(m) 
Anions. (Hill, Williams and Zarb-Adami) . 

Studies of 1°°Hg Nuclear Shielding Anisotropies and their Relation to Isotropic Chemical 
Shifts. (Kennedy and McFarlane) i 

Structure of Tetraethylammonium tetrakis-N,N- diethyldithiocarbamatoianthanate(m) Ion 
Pais in Solutions. (Hill, Roberts, Williams and Zarb-Ad ami) ; 

Structures of 1,3,5-Trichloro- and 1,3,5-Trichlorotrifluoro-benzene Derived from n.m.r. 
Spectra of Nematic Solutions. (Emsley and Lindon) . 

Temperature Independent Contribution to the ouiaanicistenl Susceptibility of f Copper(a) 
Acetate. (Hill) ; 


(/) neutron scattering 

Inelastic Neutron Scattering by Water in an Ordered Tobacco Mosaic Virus Solution. 
(Hecht and White) . 

Inelastic Neutron Scattering from the Alkali Metal Borohydrides and Calcium Borohydride. 
(Tomkinson and Waddington) 

Inelastic Neutron Scattering from Zirconium Borohydride. (Tomkinson and Waddington) 

Interactions between cis-Ethylene Ligands studied by Inelastic Neutron Scattering. 
(Howard, Waddington and Wright) 

Internal Torsional Modes in Methyl Halogenocarbons Studies by Inelastic Neutron 
Scattering. (Ratcliffe and Waddington) ; 

Internal Torsional Modes in Mixed Methyl Halogeno-compounds of Group IV Elements 
Studied by Inelastic Neutron Scattering. (Ratcliffe and Waddington) . 

Librational and Torsional Modes in Hydrazinium, N2H2*, Salts paises by Inelastic Neutron 
Scattering. (Ludman, Ratcliffe and Waddington) 

eee Rotations in the Plastic Phases of CsFoH3 and Cc. F,.. (Leadbetter, Turnbull 
and Smith) 

Neutron Diffraction Studies on Collagen. (White, Miller and Ibel) 

Structure and Dynamics of Microcrystalline Graphite, Graphon, by Neutron Scattering. 
(Gamlen and White) . 

Torsional and Librational Modes of the Monomethylammonium i ion, CH;NHi, in its Salts, 
Studied by Inelastic Neutron Scattering. (Ludmanm, Ratcliffe "and Waddington) 
Torsional Modes in Multimethylammonium Halides. Studies by Inelastic Neutron 

Scattering. (Ratcliffe and Waddington) ; \ ; ; : ; 


(g) ion cyclotron resonance, mass spectrometry efc. 
Comparative Charge-exchange Mass Spectrometric and Argon-sensitized Radiolytic 
Studies on Methanol. (Jonsson and Lind) . 
Production of Gas-Phase Radical Anions * Reaction of O- Ions with Organic Substrates. 
(Dawson and Jennings) 


II, 6 Statistical Mechanics 

Adsorption of Fluids. Improved Calculation of the Density Profile. (Navascues) 

Colloidal Dispersions. A Study of their Order using the Percus—Yevick Equation. 
(Keavey and Richmond) 

Conformational Properties of a Polymer ‘Confined between Two Adsorbing Surfaces. 
Chan, Davies and Richmond) . 

Continuous Charge Distribution Models of Ions in Polar Media. Part 3: The Effects of 
Tetragonal and Octahedral Distortion. Part 4: Planar Elliptic Ring sonics. 
(Schmidt) 

Derivation and Interpretation of the Spectra of Aggregates. " Part 4: Adiabatic ie Theor or 
Exciton Interactions in Dimers. (Gianneschi and Kurucsev) 
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Double Layer Interaction of Two Charged Colloidal Spherical Particles of a Concentrated 
Dispersion in a Medium of Low Dielectric Constant. Part 4: Conducting Particles in 
Contact. (Féat and Levine) . ya 

Effect of Damping Mechanisms on Electron Transfer Reactions. (Schmidt) : ‘ . 1736 

Electrostatic Models in the Theory of Solutions. (Kharkats, Kornyshev and Vorotyntsev 361 

Energy of Interaction between a Monolayer and a Dielectric Adsorbent. (Duniec and 
Ninham) . . : : -* ¥3e0 

Gelation in Concentrated Critically ‘Branched Polymer Solutions. Percolation — 
Theory of Intramolecular Bond Cycles. (Stauffer) ? : 1354 

Hard-Sphere Fluid Equation of State. (Woodcock) . . . @ 

Molecular Electrostatics. Part 1: Theory of Disordered- -Muitiple ‘Internal Electric Fields 
in Fluids. (Jones) . 398 

Molecular-statistical Calculation of the Thermodynamic Characteristics of Adsorption of 
Saturated and Unsaturated Hydrocarbons on = Thermal Carbon Black. 
(Kiselev and Poshkus) : ; saa 

Origin Invariance of the Fully Retarded Rotational Strength: (King) ; aS 

Potential Energy Curves and Brénsted Exponents in Proton-transfer Reactions. (Bell) . 2088 

Quantum Collective Model of Ionic Solvation. (Schmidt) 1099 

Quantum Collective Treatment of Inner Sphere Reactions. Part 1. Part 2 Z: : Contributions 
from the Ionic Solvation Surface. (Schmidt) z . 1125, 1144 

Reaction Kinetics of Polymer Substitutents: Neighbouring- -group Effects for Ideal Mole- 
cules with Unique Ends and Related Model Schemes. (Boucher) . . 1697 

Reduction of Certain Matrix Expressions in the Statistical Theory of Chain Molecule 
Configurations. (Madsen) : : ‘ . a7 

Role of Collective Behaviour in Polyatomic Molecules. (Schmidt) . 1074 

Study of Physical Adsorption using the Mean Spherical Model. (Mitchell and Richmond) 1613 

Theory of Self-Assembly of Hydrocarbon Amphiphiles into Micelles and — 
(Israelachvilli, Mitchell and Ninham) . 1525 

Three-dimensional Lattice Model for the Water/Ice System. "(Bell and Salt) ‘ ; 76 

Wien Dissociation in Very Low [niensity Electric Fields. (McIlroy and Mason) . — 


II, 7 Thermodynamics (reversible and irreversible) 


Adsorption Potential of H, and N2 on 100 Plane of a NaCl Distorted Lattice. (Ephraim 
and Folman " 

Application of the Flory-Huggins Theory to Nematic—Isotropic Phase Equilibria. 
(Kronberg and Patterson) 

Calculated Molecular Orientational Disorder in Anthracene Crystals. (Craig, Ogilvie and 
Reynolds) e : 

Chemical Effects of Nuclear Transformations in the Alkali Metal Chlorides. Part 4: 
Doped Alkali Chloride Matrices. (Maddock, Suh, Kasrai and Raie) 

Effect of Solute Size and Shape on Orientational Order in Liquid Crystal Systems. 
(Kronberg, Gilson and Patterson) 

Equations for the Repulsion Component of the Lattice Energy as Derived from a Direct 
Minimsation of the Total Lattice Energy. eee 

n-Fluid Models and Phase Equilibrium. (Hicks) 423 

Generalized Treatment of Alkanes. Part 5: Branching and Buttressing Effects. 
(Somayajulu and Zwolinski) , . ‘ 2213 

Glass Transition in the Hard-Sphere Model. (Woodcock) : 1667 

Interpretation of Rotational Disorder in Crystalline Paraterpheny] i in terms of Non- bonded 
Interactions. (Ramdas and Thomas) . : « “aon 

Intersystem Crossing and Internal Conversion jin Benzene Vapour at Low Pressures. 
(Formosinho and da Silva) ‘ 

Investigation of Tautomeric A—H-*B = A>" -H—Bt Equilibrium by Linear and Non-linear 
Dielectric Polarization. (Malecki) : 1214 

Ionization Potentials, Electron Affinities and Screening Constants. Part 8: Further 
Developments. (Baughan) ‘ : ; 

Low Temperature Crystalline Phase Transition in Some Elpasolite-Hexachlorides. 
(Schwartz, Watkins, O’Connor and Carlin) : P , ‘ , : 

Model Fluid Mixture which Exhibits Tricritical Points. Part 1. (Guerrero, Rowlinson 
and Morrison) . . ; - 1970 

Molecular Motion and Orientational Order in a Nematic Liquid Crystal. An Electron 
Resonance Investigation. (Brooks, Luckhurst, Pedulli and Roberts) . 

Perturbation Expansion for Onsager’s Linear Law for Wien Dissociation of a “Weak 
Electrolyte. (Mason and Mcllroy) 2195 

Prediction of Ordered and Disordered States in Colloidal Dispersions. ” (Snook and Van 
Megen) . 216 

Rate of Homogeneous Electron Transfer Reactions in Polar Solvents in the Abnormal 
Region. (Schmickler) a ; : . ‘ ; ; 3 307 
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Part 1: Slip Planes in the Anthracene Crystal. (Mirsky and Cohen) 

Transverse Observations of Williams Patterns in the Nematic _ Crystal MBBA. 
(Watanabe and Jennings) . ; 1730 


II, 8 Transport Phenomena (see also I, 6) 

Continuous Charge Distribution Models of Ions in Polar Media. Part 1. (Schmidt and 
McKinley). Part 2: Self and one Energies for Soft Charged Ring Systems 
Dissolved in a Polar Medium. (Schmidt) . 143, 171 

Effect of Purification on Frequency Gaedince of the Electrical Properties of Copper 
Phthalocyanine Discs. (Sadaoka and Sakai) 

Large Scale Intramolecular Motion in Polymers. (King and Treadaway) ‘ 2 . 1473 
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(Alderdice and Calvin) ‘ : . 1916 

Switching in Poly(N-vinylcarbazole) Thin Films. " (Sadaoka and Sakai) . ; . : . 1911 
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THE FIFTH ANNUAL GENERAL MEETING OF THE FARADAY DIVISION of The Chemical 
Society was held at 9.00 a.m., on 9th September 1976, in the Molecular Sciences Lecture Theatre, 
The University of Sussex, with Professor D. H. Everett, M.B.E., M.A., D.Sc., C.Chem., F.R.LC., 
in the Chair. 


1 Minutes 


The Minutes of the Fourth Annual General Meeting of the Faraday Division, which had been 
circulated previously, were taken as read znd confirmed. 


Annual Report 

During 1975 the Faraday Division held two General Discussions and one Symposium. The 
first Discussion, No. 59 on ‘Physical Adsorption in Condensed Phases’ was held at the University 
of Bristol in April and attracted more than 150 participants including 35 from overseas. The 
second Discussion, No. 60, on ‘Electron Spectroscopy of Solids and Surfaces’ was held at the 
University of British Columbia, Vancouver, Canada in July and was the Sth Faraday Discussion 
to be held in North America since 1952. About 170 participants attended the Discussion in- 
cluding 35 from outside North America and 55 from the U.S.A. The Division was indebted 
to Professor McDowell for the initial invitation to visit Canda, and to him and his Canadian 
Organisation for their most successful efforts in obtaining financial support from the University 
of British Columbia, The Chemical Institute of Canada, Physical Chemistry Division, North 
American industry (viz. Atomic Energy of Canada, Canadian Marconi Company, Dow Chemical 
Company, Dupont of Canada, Fisher Scientific Company, Imperial Oil Ltd., National Research 
Council, Research Corporation of America), and the Government of British Columbia. The 
Faraday also recorded its grateful thanks to the Royal Society for a generous contribution 
towards the travel expenses of the European participants. Symposium No. 10 on ‘Proton 
Transfer’ was held at Stirling in September and coincided with the retirement of Professor R. P. 
Bell who opened the meeting with the 17th Spiers Memorial Lecture entitled ‘The Development 
of Ideas about Proton Transfer Reactions’. 150 participants were present at the Symposium 
including over 50 from overseas. 


In addition to the published meetings the Division was also represented at the Annual Congress 
at York, in April, where a Symposium was arranged jointly with Perkin Division and E.S.R. 
Group on ‘Electron Spin Resonance Spectroscopy of Free Radicals’ and at the Autumn Meeting 
in Reading where an informal discussion on ‘Interpretations of the Properties of Naturally 
Occurring Multicomponent Solutions such as Sea Water and Body Fluid’ was held. An informal! 
half day meeting was arranged in London on ‘Photogalvanic and Photovoltaic Aspects of Solar 
Energy Conversion’ and the Division collaborated with the Institute of Physics on a meeting on 
‘Interatomic Forces in Condensed Matter’ held at Reading in April. 


The 1975 Bourke Lectures entitled ‘Kinetic Information from Chemical Lasers’ were given by 
Professor G. C. Pimentel (University of California, Berkeley, U.S.A.) at the Universities of 
Cardiff, Reading and Heriot-Watt. The Centenary Lecture by Professor R. Hoffmann (Cornell 
University, U.S.A.) on ‘Theoretical Aspects of Penta-Coordination’ was allocated to the Faraday 
and Dalton Division and was given at a half-day Symposium in London. 


The Marlow Medal for 1975 was awarded to Dr. G. Duxbury (University of Bristol) for his 
contributions to many aspects of experimental and theoretical spectroscopy. 


It was with great regret that Council recorded in November, the death of Professor J. W. Linnett, 
F.R.S. Professor Linnett was the last President of the Faraday Society and the first President 
of the Faraday Division. At the time of his death he was a Vice-President of the Division and 
the President Elect of The Chemical Society. 


In 1975 the eight subject groups affiliated to the Division continued to make valuable contri- 
butions by arranging specialist group meetings which included meetings on the following topics: 
Applications of Lasers in Chemical Kinetics (Gas Kinetics Group) 

Phase Separation and Phase Equilibrium in Polymer Solutions (Polymer Physics Group) 

The Hydrogen Economy (Electrochemistry Group) 
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Potential Energy Surfaces (Theoretical Chemistry Group) 

Surface Science (Surface Reactivity and Catalysis Group) 

Rheometry (Polymer Physics Group) 

Molecular Spectroscopy and Neutron Scattering (Neutron Scattering Group) 

Electrochemistry of Lead (Electrochemistry Group) 

Excitations of Surfaces and Adsorbed Molecules (Neutron Scattering Group) 

International Symposium on Gas Kinetics (Gas Kinetics Group) 

Molecular Beams (Molecular Beam Kinetics Group) 

Polymers at the Liquid—Solid Interface (Colloid and Interface Science Group) 

Chemisorption and Catalysis (Surface Reactivity and Catalysis Group) 

Organic Electrochemical Synthesis (Electrochemistry Group) 

Novel Electrode Materials (Electrochemistry Group) 

Pseudo Potentials (Theoretical Chemistry Group) 

Electrical Methods of Machining, Forming and Coating (Electrochemistry Group) 

Diffuse and Small-angle Neutron Scattering from Disordered Materials (Neutron Scattering 
Group) 

Spin Waves (Neutron Scattering Group) 

Mass Transport in Ceramic Materials (Electrochemistry Group) 

The Structure and Dynamics of Liquids (Neutron Scattering Group) 


Membership of the Division in 1975 was 4,363 comprising 2,903 U.K. members and 1,460 members 
from overseas. 


Faraday Division Newsletter No.2 was distributed to members with the February issue of 
‘Chemistry in Britain’. 


Treasurer’s Report 


The Treasurer reported on the action taken by Council following the resolution passed in 1975 
‘that Council be requested to seek an increase in the allocation of funds to the Faraday Division 
for the organising of conferences’. At the time of the resolution, it had not been possible to 
increase the funds because all Divisions had agreed to freeze expenditure at the 1974 level for a 
period of 3 years. However, that period was over in 1976/7 and a request by all Divisions for a 
50% increase in the allocation to the Divisions Committee had been granted and a decision on 
the allocations to individual Divisions was awaited. In the meantime, it had been possible to 
increase by 50% the sum available to Organising Committees following a decision that the income 
from the sale of preprints be accrued to the Faraday Division. 

In 1976, it had also been agreed that a Division making a saving against its ‘other cost’ budget 
would be allowed to carry forward to the following year, half the saving achieved up to a maxi- 
mum of half the annual allocation to the Division. 


Elections to Council 


The members of the Council of the Faraday Division of The Chemical Society to take office from 
March 1977 were as follows: 


President 


Pror. D. H. Everett, M.B.E., M.A., D.Sc., C.Chem., F.R.LC, 
Vice-Presidents who have held office as President 


Pror. C. E. H. BAwn, C.B.E., Ph.D., F.R.S. Dr. T. M.SUGDEN, C.B.E., M.A.,Sc.D.,C.Chem., 
Pror. G. Gee, C.B.E., Sc.D., C.Chem., F.R.LC., F.R.LC., F.R.S. 

F.RS. Pror. R. P. BELL, M.A., C.CHEM., F.R.I.C., 
ProF. Sir GEORGE Porter, M.A., Sc.D., F.R.S., F.R.S.E. 

C.Chem., F.R.I1.C., F.R.S. 


Vice-Presidents 


Pror. A. D. BUCKINGHAM, M.A., Ph.D., Dr. H. A. SKINNER, B.A., D.Phil., C.Chem., 
C.Chem., F.R.I.C., F.R.A.C.I., F.R.S. F.R.L.C. 

Pror. P. Gray, M.A., Sc.D., C.Chem., F.R.1.C. Pror. F. C. Tompkins, D.Sc., C.Chem., 

Pror. M. Maaar, D.Sc., D.Phil. F.R.LC., F.R.S. 

Pror. J. S. ROWLINSON, M.A., D.Phil.,C.Chem., Pror. D. H. WuHIFFEN, M.A., D.Phil., D.Sc., 
F.R.LC., F.R.S. C.Chem., F.R.I.C., F.R.S. 
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Dr. W. J. Albery, M.A. D. Phil. Dr. D. N. HAGug, M.A., Ph.D., C.Chem., 
Dr. J. H. Baxendale, D. Sc. F.RIC. 
Pror. MANSEL Davies, Sc.D., C.Chem., F.R.I.C. Dr. G. R. Lucknurst, PH.D. 
Dr. W. J. DUNNING, M.B.E., Ph.D., C.Chem., Pror. A. M. Nortn, D.Sc., F.R.S.E., C.Chem., 
F.R.L.C. F.R.LC. 
Pror. F. FRANKS, D.Sc., C.CHEM., F.R.I.C. Dr. B. A. THRusH, M.A., Sc.D. 
Dr. D. A. YounG, D.Sc., M.Inst.P. 


Honorary Secretary 


Pror. F. C. Tompkins, D.Sc., C.Chem., F.R.I.C., F.R.S. 


Honorary Treasurer 


Pror. P. Gray, M.A., Sc.D., C.Chem., F.R.I.C. 


The President thanked Professor W. C. Price, Professor N. B. H. Jonathan, Professor I. M. 
Mills, Dr. R. Parsons and Dr. B. A. Pethica, the retiring members of Council, for their services. 


Future Activities 


The President reviewed future activities of the Faraday Division and drew attention to the increase 
in Divisional activities since amalgamation. A full programme of Discussions and Symposia 
was planned for 1977 and the Division would also contribute informal discussions to the Annual 
and Autumn Meetings of the Society. In addition to the Bourke Lectures by Professor R. 
Gordon (Harvard), the Division would also be allocated half-day Symposia arranged around 
endowed lectures of the Society and the President reminded members that these were Faraday 
meetings and urged them to encourage colleagues to support them. 


Council was continuing to collaborate with other Societies; the second of the biennial Joint 
Meetings with the Deutsche Bunsen Gesellschaft, the Société de Chimie Physique and the 
Associazione Italiana di Chimica Fisica was to be held in Germany in 1976 and the third was 
planned for France in 1978. Also, two meetings sponsored jointly with the Institute of Physics 
were to take place in September 1977. 


Professor Murrell proposed that members of the Division be reminded that they were invited 
to suggest topics for Discussions and it was agreed that a notice to this effect should appear in 
the Faraday Transactions and in ‘Chemistry in Britain’. 











NOTICES TO AUTHORS—No. 7/1970 


Deposition of Data—Supplementary Publications Scheme 


Preamble 


The growing volume of research that produces large quantities of data, the increasing facilities 
for analysing such data mechanically, and the rising cost of printing are each making it very 
difficult to publish in the Journal in the normal way the full details of the experimental data 
which become available. Moreover, whilst there is a large audience for the general method 
and conclusions of a research project, the number of scientists interested in the details, and 
in particular in the data, of any particular case may be quite small. The British Library 
Lending Division (B.L.L.D.) in consultation with the Editors of scientific journals, has now 
developed a scheme whereby such data and detail may be stored and then copies made 
available on request at the B.L.L.D., Boston Spa. The Chemical Society is a sponsor of 
this scheme and has indicated to the B.L.L.D. its wish to use the facilities being made 
available in this ““Supplementary Publications Scheme”’. 

Bulk information (such as crystallographic structure factor tables, computer programmes 
and output, evidence for amino-acid sequences, spectra, efc.), which accompany papers 
published in future issues of the Chemical Society’s Journal may in future be deposited, 
free of charge, with the Supplementary Publications Scheme, either at the request of the author 
and with the approval of the referees or on the recommendation of referees and the approval 
of the author. 


The Scheme 

Under this scheme, authors will submit articles and the supplementary material to the 
Journal simultaneously in the normal way, and both will be refereed. If the paper is accepted 
for publication the supplementary material will be sent by the Society to the B.L.L.D. where 
it will be stored. Copies will be obtainable by individuals both in the U.K. and abroad 
on quoting a supplementary publication number that will appear in the parent article. 


Preparation of Material 
Authors will be responsible for the preparation of camera-ready copy according to the 
following specifications (although the Society will be prepared to help in case of difficulty). 
(a) Optimum page size for text or tables in typescript: up to 30 cm x 21 cm. 
(5) Limiting page size for text or tables in typescript: 33 cm x 24 cm. 
(c) Limiting size for diagrams, graphs, spectra, etc.: 39 cm x 28-5 cm. 
(d) Tabular matter should be headed descriptively on the first page, with column headings 
recurring on each page. 
(e) Pages should be clearly numbered. 


It is recommended that all material which is to be deposited should be accompanied by some 
prefatory text. Normally this will be the summary from the parent paper and authors will 
greatly aid the deposition of the material if a duplicate copy of the summary is provided. 
If authors have the facilities available the use of a type face designed to be read by computers 
is encouraged. 


Deposition 

The Society will be responsible for the deposition of the material with the B.L.L.D. The 
B.L.L.D. will not receive material direct from authors since the Library wishes to ensure 
that the material has been properly and adequately refereed. 
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Action by the Society 


The Society will receive a manuscript for publication together with any supplementary 
material for deposition and will circulate all of this to referees in the normal way. When 
the edited manuscript is sent to the printers the supplementary material will be sent for 
deposition to the National Lending Library who will issue the necessary publication number. 
The Society will add to the paper, at the galley proof stage, a footnote indicating what 
material has been deposited in the Supplementary Publications Scheme, the number of 
Pages it occupies, the supplementary publication number, and details as to how copies may 
be obtained. 


Availability 


Copies of Supplementary Publications may be obtained from the B.L.L.D. on demand by 
organisations which are registered borrowers. They should use the normal forms and 
coupons they use for all requests. Others may obtain them at the rates shown below. 
Costs include postage (airmail where available). Cheques should be made payable to 
‘The British Library’. Hard copy will normally be provided. 


United Kingdom 5p per page 
Europe £1.25 per 10 pages 
Outside Europe £1.65 per 10 pages. 


Pro forma invoices are sent in all cases where normal forms and coupons are not used. 
All requests for Supplementary Publications should be addressed as follows: 


M. J. P. Chillag, 

British Library Lending Division, 
Boston Spa, 

Wetherby, 

West Yorkshire LS23 7BQ, 
United Kingdom. 


In all correspondence with the B.L.L.D. or the Society authors must cite the supple- 
mentary publication number. 


International Collaboration 

A similar scheme (known as the National Auxiliary Publications Service) is being operated 
in the U.S.A. by the American Society for Information Science. Similar schemes are also 
being contemplated in other countries. The provision of reciprocal arrangements tor the 
exchange of supplementary data between the various national deposition centres is being 
investigated. 





NOTICE TO AUTHORS—No. 9/1974 


Nomenclature 


For many years the Society has actively encouraged the use of standard I.U.P.A.C. 
nomenclature and symbolism in its publications as an aid to the accurate and unambiguous 
communication of chemical information between authors and readers. Although the 
1.U.P.A.C. rules for naming organic compounds have now gained wide acceptance amongst 
chemists, mainly because they have been in existence for a number of years, those for naming 
inorganic compounds are of more recent origin and for this reason their acceptance is less 
general. 

In order to encourage authors to use I.U.P.A.C. nomenclature rules when drafting papers, 
attention is drawn to the following publications in which both the rules themselves and 
guidance on their use are given. 


‘Nomenclature of Organic Chemistry, Sections A, B, and C’, Butterworths, London, 
2nd Edition, 1971. 


‘Nomenclature of Inorganic Chemistry’, Butterworths, London, 1971. 


‘Manual of Symbols and Terininology for Physicochemical Quantities and Units’, 
Butterworths, London, 1970. 


In addition to the above publications, provisional rules for the naming of organometallic 
compounds, amino-acids, carbohydrates, carotenoids, and steroids, and rules of stereo- 
chemistry are available from the: 


I.U.P.A.C. Secretariat, 
Bank Court Chambers, 
2-3 Pound Way, 
Cowley Centre, 
OXFORD OX4 3YF. 


It is recommended that where there are no I.U.P.A.C. rules for the naming of particular 
compounds or authors find difficulty in applying the existing rules, they should seek the 
advice of the Society’s editorial staff. 





NOTICE TO AUTHORS—No. 10/1976 


Authentication of New Compounds 


(1) It is the responsibility of authors to provide fully convincing evidence for the homo- 
geneity and identity of all compounds they claim as new. Evidence of both purity and 
identity is required to establish that the properties and constants reported are those of the 
compound with the new structure claimed. 

(2) In the context of this Notice a compound is considered as new (a) if it has not been 
prepared before, (5) if it has been prepared before but not adequately purified, (c) if it has 
been purified but not adequately characterised, (d@) if, earlier, it has been assigned an erroneous 
constitution, or (e) if it is a natural product synthesised for the first time. In preliminary 
communications compounds are often recorded with limited characterising data; in spite 
of (c) above later preparations of such compounds are not considered as new if the properties 
previously reported are confirmed; the same applies to patents.* 

(3) Referees are asked to assess, as a whole, the evidence in support of the homogeneity 
and structure of all new compounds. No hard and fast rules can be laid down to cover all 
types of compounds, but the Society’s policy remains unchanged in that evidence for the 
unequivocal identification of new compounds should normally include good elemental 
analytical data ; an accurate mass measurement of a molecular ion does not provide evidence 
of purity of a compound and must be accompanied by independent evidence of homogeneity. 
Low-resolution mass spectroscopy must be treated with even more reserve in the absence of 
firm evidence to distinguish between alternative molecular formulae. Where elemental 
analytical data are not available, appropriate evidence which is convincing to an expert in 
the field will be acceptable, but authors should include, for the referees, a brief explanation 
of the special nature of their problem. 

(4) Spectroscopic information necessary to the assignment of structure should normally 
be given. Just how complete this information should be must depend upon the circum- 
stances; the structure of a compound obtained from an unusual reaction or isolated from 
a natural source needs much stronger supporting evidence than one derived by a standard 
reaction from a precursor of undisputed structure. Authors are reminded that full spectro- 
scopic assignments may always be treated as a Supplementary Publication where their 
importance does not justify their inclusion in the published paper. 

(5) Finally, referees are reminded of the need to be exacting in their standards but at the 
same time flexible in their admission of evidence. It remains the Society’s policy to accept 
work only of high quality and to"permit no lowering of present standards. 


* New compounds should be indicated by underlining the name (for italics) at its first mention 
(excluding headings) in the Experimental section only, and by giving analytical results in the form: 
(Found: C, 63.1; H, 5.4. Cy3Hi3;3NO«4 requires C, 63.2; H, 5.3 %). If analytical results for 
compounds which have been adequately described in the literature are to be included, they should 
be given in the form: (Found: C, 62.95; H, 5.4. Calc. for C33Hi3NO4: C, 63.2; H,5.3 %). 
Analyses are normally quoted to the nearest 0.05 %. 





Publication of Theoretical and Computational Papers 


The Primary Journals Committee has been considering future policy towards the publication 
of papers with a heavily computational content, particularly where these involve standard 
methods, such as semi-empirical or ab initio calculations of molecular electronic properties 
using readily available computer programs. Many such papers report what would be con- 
sidered ‘routine work’ in other areas of chemistry and have often included extensive detail. 


A specialist sub-committee formulated a set of proposals which were circulated to a large 
representative sample of theoretical chemists and met with general acceptance. These, with 
the comments on them, form the basis of this notice. 


The Primary Journals Committee recognises that computational work can play a valuable 
role in chemistry, and will probably continue to do so on an increasing scale. It accepts the 
time-honoured principle that the first criterion for publication of a paper by the Society 
should be the worthiness of the chemical problem considered, rather than the particular 
techniques employed by the author. For example, the use of a new computing algorithm, 
or the modification of a program, would not usually, on its own, provide sufficient justification 
for publication. 


The Primary Journals Committee recommends to authors the following guidelines for the 
preparation of computational papers, so that the material can be presented concisely and 
effectively. 


(i) Papers should be submitted to the appropriate journal: a paper containing in- 
novations in theory to Faraday Transactions II, one in which the computations are 
incidental to the chemistry to Perkin, Dalton or Faraday I Transactions. Papers 
concerned mainly with computational details are unlikely to be accepted. 


(ii) The purpose of the paper and the precise objectives of the calculations performed 
should be clearly stated: the results obtained should be reported only in so far as 
they relate to those objectives. 


(iii) Many papers use a routine procedure based on a well documented method, be it 
semi-empirical or ab initio. It is then sufficient to name the particular variant, 
referring to key papers in which the method was developed, to cite the computer 
program used, and to indicate briefly any modification made by the author. A 
review of theoretical background would be out of place, but an author should say 
why he considers the method adequate for his purposes. 


Extensive tabulation of numerical results, such as the magnitudes of atomic orbital 
coefficients, electron populations, contour maps of molecular orbitals and electron 
densities, and peripheral material of a similar nature, is normally unnecessary. 
Lengthy line-by-line discussion of such material is, as a general rule, quite unaccep- 
table. Where an author considers that there is a special need to make such material 
available to other workers, as with highly accurate computations, for example, 
then this may be deposited with the British Library as a Supplementary Publication. 
Such material should be submitted with the main parei, clearly distinguished from 
it, and referred to in the main text. 


Guidelines can never provide sufficient criteria for acceptance or rejection of a paper. 
Critical assessment of the theoretical methods used in a computation, and of their suitability 
for the purpose in hand, will continue to be entrusted to specialist referees who must also 
decide whether the results are new and advance science. 
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